The cutoff of plane wave basis sets in our calculations is 350 eV. It has been shown that 350 eV for systems containing N atoms provides descent DFT binding energies [1] [2] [3] . We also performed benchmark calculations, and the results are shown in the table below. These results indicate that the binding energies and N 2 atomization energy only change tens of meV when increasing the energy cutoff increases from 350 to 396 eV. Thus 350 eV cutoff is reasonable in our calculations.
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Computational details
The cutoff of plane wave basis sets in our calculations is 350 eV. It has been shown that 350 eV for systems containing N atoms provides descent DFT binding energies [1] [2] [3] . We also performed benchmark calculations, and the results are shown in the table below. These results indicate that the binding energies and N 2 atomization energy only change tens of meV when increasing the energy cutoff increases from 350 to 396 eV. Thus 350 eV cutoff is reasonable in our calculations.
The reference for the N binding energy is a free open shell N atom that has a total spin moment of 3/2S. The total energy is -3.602 eV. The 
DOS calculations for Pt(111), Ni-Pt-Pt and Pt-Ni-Ni surfaces
